Chemistry

Synthetic procedures
5-[2-(Benzothiazol-2-yl)-4-bromophenoxy]-3,4-dichloro-2(5H)-furanone (4).
To a stirred solution of furanone 2 (0.30 g, 1.3 mmol) in dichloromethane (18 mL) at room temperature was added CsF (0.26 g, 1.7 mmol) under an Ar atmosphere. Then a solution of phenol 3 (0.45 g, 1.5 mmol) in dichloromethane (12 mL) was added. The reaction mixture was heated at reflux for 24 h. After cooling, the reaction mixture was evaporated to dryness under reduced pressure and the obtained yellow residue was purified by silica gel column chromatography using toluene as the eluent. From the first nonpolar fraction, unreacted phenol 3 (0.17 g, 38%) was recovered. The second fraction contained the desired product 4 (0.20 g, 34%)
as colorless solid, mp 210-212 °C (decomp.). TLC Rf 0.29 (toluene). IR, ν, cm 117.54, 117.91, 121.57, 123.53, 125.69, 126.63, 133.23, 134.55, 136.18, 146.52, 152.14, 152.23, 160.28, 162.32 , 115.74, 116.85, 118.08, 121.20, 121.70, 123.38, 125.24, 125.64, 126.59, 130.63, 132.70, 134.09, 135.17, 136.21, 141.56, 151.95, 152.06, 155.35, 160.56, 163 .81 (C 
1.1.3.
5-[2-(Benzothiazol-2-yl)-4-bromophenoxy]-3-chloro-4-[(4-methylphenyl)sulfonyl]-
2(5H)-furanone (6).
To a stirred solution of thioether 5 (0.11 g, 0.2 mmol) in dichloromethane (10 mL) was added dropwise a solution of m-chloroperoxybenzoic acid (0.09 g, 0.5 mmol) in dichloromethane (6 mL). The mixture was stirred for 7 h at room temperature, the progress of the reaction was monitored by 1 H NMR spectroscopy. When the reaction was complete, the mixture was washed first with 6% aqueous sodium bicarbonate and then with water to pH 7. The aqueous layer was extracted with an additional dichloromethane (20 mL × 2), the combined organic layers were dried over calcium chloride, and the solvent was evaporated to dryness. The yellowish solid residue was purified by silica gel column chromatography (ethyl acetate / petroleum ether, 1:6) followed by recrystallization from a mixture hexane / chloroform (5:6) to Table S1 . Crystal data, data collection and structure refinement details for 6 (F145) 
Single crystal X-ray analysis
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